C 8 H 6 ClNO4, monoclinic, P21/c (no. 14), a = 7.5316(7) Å, b = 17.0508(15) Å, c = 14.1080(13) Å, β = 100.605(1)°,
fuming nitric acid followed by 10 g (0.0580 mol) 4-(chloromethyl) benzoic acid were slowly added under constant stirring. The whole reaction continued 90 min. After all reactants had been dissolved in the mixed acid, the reaction mixture was poured into 700 mL ice water. A white solid precipitation separated out at this point. The residual acid was subsequently filtrated and washed in a beaker. Crystallization was carried out in toluene and colorless crystals were obtained in 90% yield. 
Experimental details
All hydrogen atoms were included in their calculated positions and treated as riding atoms with the U iso values assigned to 1.2Ueq of their bonding carbon atoms and to 1.5Ueq of their bonding oxygen atoms, respectively. In one of the two crystallographically independent molecules there is a disorder of the nitro group. The occupancies of the oxygen atoms for the splitted model are 0.66 and 0.34 respectively.
Comment
4-(chloromethyl)benzoic acid is a compound, which can be used in medicine and is known as a intermediate of the synthesis of dye. The 4-(chloromethyl)-3-nitrobenzoic acid is its nitration reaction product which can also be used for the same applications. This title crystal structure is only built up by the C 8 H 6 ClNO4 molecules, in which all bond lengths are in normal ranges. There are two cystallographically independent molecules in the asymmetric unit. In each crystallographically independent molecule the aryl ring and the carboxyl group are basically in the same plane. The chloro methyl group is roughly perpendicular to this plane. The 4-(chloromethyl)-3-nitrobenzoic acid molecules are connected by π-π stacking interactions. The distance between the adjacent molecules is 3.518 Å, which is within the usual range.
